S-2 Table S1 . Atomic relaxations of the BFO (0001) surfaces due to adsorption of graphene. The larger the layer number becomes, the further away the atomic layer from the surface is. d xy indicates the displacements within the xy-plane, while d z the relaxation along the z-axis. For d z , the positive (negative) value refers to displacements in direction outwards (inwards) of the BFO (0001) surface. As regard for the BFO Z-surface, the oxygen atoms of the -Bi-O 2 termination have splitted into two layers due to surface reconstruction (see Ref. [38] BFO Z surface through the Bader's charge analysis. The black and gray symbols represent the carbon atoms with electron and hole carriers, respectively. For graphene on the BFO Z+ surface, the average value for the obtained and lost electrons is -0.031 |e| and +0.025 |e|, respectively. As regard to the graphene on the BFO Z surface, the obtained and lost electrons are characterized by -0.047 |e| and +0.060 |e|, respectively.
